STRUCTUREOF Si,, CLUSTERANIONS: COMPARISON OF THEORY AND EXPERIMENT
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We have measureghotoelectrorspectrafor silicon clusteranionswith up to 50 atoms. For specieswith up to 20 atoms,the spectra
have beencomparedvith DFT simulationsfor anumberof candidatdow-enegy geometrie$. An excellentagreementvith experiment
specificto thelowest-enggy Si, aniongeometriegFig.1) validategshemorphologie®f medium-sizedi clustershasedn thetricapped
trigonal prismunit. HOMO-LUMO gapsdo notdecreassvith increasingclustersize,but vary irregularly in the 1-2 eV range.The PES
datafor largerclusterswith n > 25 reveala peculiarelectronicstructurefor Sizs andSiss anions.
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Fig.1: ComparisorbetweersimulatedandmeasuredPESspectreof Sig, Sii7, andSi;s.
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